As a part of our ongoing studies on the synthesis and structure of 2-methyl-3-phenylsulfonyl-1-benzofuran analogues, the crystal structure of 2,5,7-trimethyl-3-phenylsulfonyl-1-benzofuran (Choi et al., 2008a) and 2,5-dimethyl-3-phenylsulfonyl-
The title compound, C 18 H 18 O 3 S, was prepared by the oxidation of 5-isopropyl-2-methyl-3-phenylsulfanyl-1-benzofuran with 3-chloroperoxybenzoic acid. The phenyl ring makes a dihedral angle of 79.37 (6) with the plane of the benzofuran fragment. The crystal structure is stabilized by aromaticstacking interactions between the benzene and furan rings of neighbouring molecules [centroid-centroid distance = 3.762 (3) Å ]. In addition, the stacked molecules exhibit C-HÁ Á Á and intramolecular C-HÁ Á ÁO interactions.
Related literature
For the crystal structures of similar 2-methyl-3-phenylsulfonyl-1-benzofuran compounds, see: Choi et al. (2008a,b Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97. (Choi et al., 2008b) have been described in the literature. Here we report the crystal structure of the title compound, 5-isopropyl-2-methyl-3-phenylsulfonyl-1-benzofuran ( Fig. 1) .
1-benzofuran
The benzofuran unit is essentially planar, with a mean deviation of 0.01° from the least-squares plane defined by the nine constituent atoms. The phenyl ring (C9-C14) makes a dihedral angle of 79.37 (6)° with the plane of the benzofuran fragment. The crystal packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between the benzene ring and the furan ring of neighbouring molecules. The Cg1···Cg2 i distance is 3.762 (3) Å (Cg1 and Cg2 are the centroids of the C2-C7 benzene ring and the O1/C8/C1/C2/C7 furan ring, respectively, symmetry code as in Fig. 2 ). The molecular packing (Fig. 2) is further stabilized by the C-H···π interactions between a benzene H atom of the benzofuran system and the phenyl ring of the phenylsulfonyl substitutent, with a C6-H6···Cg3 i separation of 2.65 Å ( Fig. 2 and Table 1 ; Cg3 is the centroid of the C9-C14 phenyl ring, symmetry code as in Fig. 2 ). Additionally, intramolecular C-H···O interactions in the structure were observed ( Fig. 2 and Table 1 ; symmetry code as in Fig. 2) .
Experimental 3-Chloroperoxybenzoic acid (77%, 471 mg, 2.1 mmol) was added in small portions to a stirred solution of 5-isopropyl-2methyl-3-phenylsulfanyl-1-benzofuran (282 mg, 1.0 mmol) in dichloromethane (30 ml) at 273 K. After being stirred for 4 h at room temperature, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated in vacuum. The residue was purified by column chromatography (hexane-ethyl acetate, 2:1 v/v) to afford the title compound as a colorless solid [yield 81%, m.p. 386-387 K; 
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms, 1.00 Å for methine H atom and 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2Ueq(C) for aromatic and methine, and 1.5Ueq(C) for methyl H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0279 (7) 0.0279 (7) 0.0305 (7) 0.0059 (5) 0.0044 (5) 0.0014 (5) O2 0.0483 (9) 0.0211 (7) 0.0376 (8) −0.0101 (6) 0.0040 (7) −0.0042 (6) O3 0.0331 (8) 0.0362 (8) 0.0300 (7) −0.0074 (6) 0.0079 (6) 0.0017 (6) C1 0.0303 (9) 0.0194 (8) 0.0213 (8) −0.0009 (7) 0.0017 (7) 0.0027 (6) C2 0.0253 (9) 0.0193 (8) 0.0218 (8) −0.0015 (7) 0.0013 (7) 0.0044 (6) C3 0.0221 (8) 0.0225 (8) 0.0290 (9) −0.0016 (7) 0.0025 (7) −0.0006 (7) C4 0.0283 (10) 0.0225 (9) 0.0305 (10) −0.0037 (7) 0.0036 (8) −0.0014 (7) C5 0.0286 (10) 0.0273 (9) 0.0303 (10) −0.0069 (8) −0.0007 (8) 0.0002 (7) C6 0.0216 (9) 0.0305 (9) 0.0322 (10) −0.0010 (7) 0.0007 (8) 0.0058 (8) C7 0.0262 (9) 0.0224 (8) 0.0237 (9) 0.0042 (7) 0.0040 (7) 0.0062 (7) C8 0.0355 (10) 0.0223 (9) 0.0268 (9) 0.0028 (7) 0.0029 (8) 0.0039 (7) C9 0.0216 (8) 0.0241 (8) 0.0228 (9) −0.0049 (7) 0.0018 (7) 0.0001 (7) C10 0.0284 (10) 0.0299 (9) 0.0261 (9) −0.0010 (8) −0.0004 (7) −0.0044 (7) 
